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Correction: Energetics, barriers and vibrational
spectra of partially and fully hydrogenated
hexagonal boron nitride
J. M. H. Kroes,* A. Fasolino and M. I. Katsnelson
Correction for ‘Energetics, barriers and vibrational spectra of partially and fully hydrogenated hexagonal
boron nitride’ by J. M. H. Kroes et al., Phys. Chem. Chem. Phys., 2016, 18, 19359–19367.
We would like to inform the reader of a correction that needs to be made to our previous publication. The bending rigidity, k, is
incorrectly reported to be 1.26 eV on page 19364 and in a label in Fig. 9. The correct value is 0.96 eV.
Thus the correct sentence should read ‘‘For pristine h-BN k is found to be 0.96 eV.’’
The corrected version of Fig. 9 is given below.
Fig. 9 Dependence of the ZA mode for pristine h-BN near G (M direction) on q (left) or q2 (right). In black, results for the optimized cell showing op q2.
The red curve shows the op q behaviour in a 0.2% larger cell.
The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.
Radboud University, Institute for Molecules and Materials, Heijendaalseweg 135, 6525 AJ Nijmegen, The Netherlands. E-mail: J.Kroes@science.ru.nl
DOI: 10.1039/c7cp90075a
rsc.li/pccp
PCCP
CORRECTION
O
pe
n 
A
cc
es
s A
rti
cl
e.
 P
ub
lis
he
d 
on
 1
0 
A
pr
il 
20
17
. D
ow
nl
oa
de
d 
on
 7
/2
7/
20
18
 1
1:
50
:0
3 
A
M
. 
 
Th
is 
ar
tic
le
 is
 li
ce
ns
ed
 u
nd
er
 a
 C
re
at
iv
e 
Co
m
m
on
s A
ttr
ib
ut
io
n 
3.
0 
U
np
or
te
d 
Li
ce
nc
e.
View Article Online
View Journal  | View Issue
